Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.004 Å; R factor = 0.047; wR factor = 0.106; data-to-parameter ratio = 11.2.
In the molecule of the title compound, C 13 H 17 N 3 O, the two rings make a dihedral angle of 56.63 (13) . Molecules are linked by strong N-HÁ Á ÁO intermolecular hydrogen bonds into chains running along the c axis.
Related literature
For related literature, see: Akhtar et al. (2006 Akhtar et al. ( , 2007 Akhtar et al. ( , 2008 ; Aoyama et al. Mo K radiation = 0.08 mm À1 T = 296 (2) K 0.26 Â 0.19 Â 0.12 mm
Data collection
Bruker APEXII CCD area-detector diffractometer Absorption correction: none 8129 measured reflections 1791 independent reflections 1118 reflections with I > 2(I) R int = 0.066 Refinement R[F 2 > 2(F 2 )] = 0.046 wR(F 2 ) = 0.106 S = 1.07 1791 reflections 160 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.15 e Å À3 Á min = À0.25 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x; Ày þ 1; z À 1 2 .
Data collection: APEX2 (Bruker, 2007); cell refinement: APEX2; data reduction: SAINT (Bruker, 2007); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2003) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON. Cryst. (2008) . E64, o1388 [ doi:10.1107/S1600536808019661 ] 4-n-Butyl-3-(3-methylphenyl)-1H-1,2,4-triazol-5(4H)-one T. Akhtar, S. Hameed, M. Zia-ur-Rehman, T. Hussain Bukhari and I. Khan Comment 1,2,4-Triazoles are known to possess a broad range of biological activities, finding applications as antifungal (Al-Masoudi et al., 2006; Torres et al., 2005) , anticancer (Lin et al., 2005; Demirbas et al., 2002) and antiviral (Witkowski et al., 1972; Aoyama et al.,1984) activities. Besides, these derivatives have shown herbicidal, anticonvulsant and hypocholesteramic activities.
Acta
As part of our on going research on the synthesis of biologically active heterocyclic compounds (Akhtar et al., 2006 (Akhtar et al., , 2007 (Akhtar et al., , 2008 , the title compound (I) was synthesized by cyclodehydration of 4-n-butyl-1-(3-methylbenzoyl) semicarbazide under basic conditions (Akhtar et al., 2006) to evaluate its biological activities.
The two rings enclose a dihedral angle of 56.63 (13)°. There is an intermolecular N-H···O=C hydrogen bond between the amino hydrogen and the carbonyl oxygen giving rise to a zigzag chain of molecules parallel to the c axis ( Fig. 2) .
Experimental
A solution of 4-n-butyl-1-(3-methylbenzoyl) semicarbazide (0.30 g) and aqueous sodium hydroxide (5%, 30 ml) was refluxed for a period of five hours till the complete consumption of semicarbazide. The reaction mixture was cooled to room temperature and neutralized with 6M HCl. The precipitated solid was filtered, washed with excess water, dried and recrystallized from aqueous ethanol to afford pure crystalline 4-n-butyl-5-(3-methyl phenyl)-2H-1,2,4-triazol-3(4H)-one.
Refinement
In the absence of anomalous scatterers Friedel pairs were merged. H atoms bonded were included in the refinements at geometrically idealized positions with aromatic and methyl C-H distances 0.95 and 0.96Å, respectively, and U iso (H) values of 1.2U eq of the atoms to which they were bonded. The methyl groups were allowed to rotate but not to tip. The H atom bonded to N was freely refined. The final difference map was free of any chemically significant features. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )

